Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.067; wR factor = 0.171; data-to-parameter ratio = 12.0.
In the title compound, C 18 H 21 BrN 2 O 5 , conjugation between the -donating N-C-O fragment and the -withdrawing carbonyl group results in considerable redistribution of the electron density within the dihydropyridinol ring. This effect is also promoted by the formation of an intramolecular N-HÁ Á ÁO hydrogen bond. The five-membered heterocycle is disordered over two envelope conformations in a 0.35:0.65 ratio.
Related literature
For related literature, see: Ukrainets et al. (2007a,b) ; Bü rgi & Dunitz (1994) ; Hutcheon & James (1977) .
Experimental
Crystal data C 18 H 21 BrN 2 O 5 M r = 425.28
Triclinic, P1 a = 8.736 (2) Å b = 9.968 (2) Å c = 10.588 (3) Å = 86.90 (2) = 80.90 (2) = 80.04 (2) V = 896.4 (4) Å 3 Z = 2 Mo K radiation = 2.33 mm À1 T = 100 (2) K 0.60 Â 0.40 Â 0.10 mm
Data collection
Oxford Diffraction Xcalibur3 diffractometer Absorption correction: analytical (Alcock, 1970) T min = 0.287, T max = 0.793 6292 measured reflections 3105 independent reflections 2701 reflections with I > 2(I) R int = 0.089 Refinement R[F 2 > 2(F 2 )] = 0.066 wR(F 2 ) = 0.171 S = 1.05 3105 reflections 258 parameters 6 restraints H-atom parameters constrained Á max = 1.76 e Å À3 Á min = À0.88 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx; Ày; Àz þ 1; (iii) x; y À 1; z; (iv) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: CrysAlis CCD (Oxford Diffraction, 2005); cell refinement: CrysAlis RED (Oxford Diffraction, 2005) ; data reduction: CrysAlis RED; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: XP (Siemens, 1998); software used to prepare material for publication: SHELXTL. (Ukrainets et al., 2007a; Ukrainets et al., 2007b) . However the heterocyclization of the previously synthesized N-R-amides of 1-allyl-4-hydroxy-2-oxo-1,2-dihydroquinoline-3-carboxylic acids was straightforward into the N-R-amides of oxazolo-quinoline-4-carboxylic acids (I) (Scheme 1). In the present paper, we report the crystal structure of the title compound, (I). The benzpyridone fragment and the O1, C11, O5, O4, O3, C13, O2, N2 atoms are cooplanar whithin 0.02 Å. The C7-O3 (1.263 (5) Å) and C8-C9 (1.386 (6) Å) bonds are elongated comparing to the values in the literature (1.210 Å and 1.326 Å; Burgi & Dunitz, 1994) whereas the C9-O1 (1.336 (5) Å) and N1-C9
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(1.333 (6) Å) bonds are shorter than their mean values retrieved from the quoted references (1.354 Å and 1.336 Å). Such redistribution of the electron density can be explained by the conjugation interactions between the N1-C9-O1 π-donating fragment and the C7-O3 π-acceptor carbonyl group. Similar effect was observed earlier in related structure (Hucheon & James, 1977) . The formation of the N2-H2N···O3 intramolecular hydrogen bond (Table 1) The methoxy groups at the C3 and C4 atoms are almost coplanar to the plane of the aromatic ring (the C18-O5-C3-C2 and C17-O4-C4-C5 torsion angles are 4.2 (6) %A and -6.2 (6) %A, respectively). The isopropyl group has ap-conformation relatively to the C8-C13 bond and it is turned away from the C13-N2 bond (the C14-N2-C13-C8 and C13-N2-C14-H14a torsion angles are 174.7 (4) %A and -40%A, respectively).
In the crystal the molecules of the title compound form the three-dimensional network via intermolecular hydrogen bonds (Table 1 ). The shortened intermolecular contacts H14a···Br1 i (i = -x,-y,1 -z) 3.13 Å (van der Waals sum 3.23 Å), H18c···C7 ii
Experimental
To a stirred solution of the 1-allyl-4-hydroxy-6,7-dimethoxy-2-oxo-1,2-dihydroquinoline-3-carboxylic acid isopropylamide (3.46 g, 10.0 mmol) in acetic acid (70 ml) was added bromine (0.52 ml, 10.0 mmol) (the solution turned to be colourless).
The mixture was diluted with water. The precipitate formed was filtered off, washed with cold water and dried. Yield 3.95 g (93%). m.p. 542-544 K. supplementary materials sup-2 Refinement All hydrogen atoms were calculated geometrically and included in the refinement in the riding motion approximation with U iso constrained to be 1.5 times U eq of the carrier atom for the methyl groups and 1.2 times U eq of the carrier atom for the other atoms. During refinement the O-Csp 3 and Csp 3-Csp 3 bonds in the disordered fragment were constrained to 1.44 (1) Å and 1.54 (1) Å, respectively. Fig. 1 . View of the title compound with atomic numbering. All atoms are shown with displacement ellipsoids drawn at the 50% probability level. More predominant orientation (65%) of the disodered fragment of the oxazol ring is shown. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 0.029 (9) 0.038 (9) 0.034 (9) −0.010 (7) 0.002 (7) 0.003 (7) 
Figures

2-Bromomethyl
-N-isopropyl-7,8-dimethoxy-1,2-dihydro-1,3-oxazolo[3,2-a]quinoline
Special details
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
118.6 (4) H11B-C11-H11A 109.7 C3-C2-H2B 120.7 N1-C11-H11C 111.7 C1-C2-H2B 120.7 C10B-C11-H11C 111.7 O5-C3-C2 124.4 (4) C10A-C11-H11C 135.7 O5-C3-C4 115.1 (4) H11A-C11-H11C 86.1 C2-C3-C4 120.4 (4) N1-C11-H11D 111.7 C5-C4-O4 125.9 (4) C10B-C11-H11D 111.7 C5-C4-C3 119.9 (4) C10A-C11-H11D 86.6 O4-C4-C3 114.2 (4) H11B-C11-H11D 128.5 C4-C5-C6 121.2 (4) H11C-C11-H11D 109.5 C4-C5-H5A 119.4 O2-C13-N2 122.8 (4) C6-C5-H5A 119.4 O2-C13-C8 123.1 (4) C1-C6-C5 118.4 (4) N2-C13-C8 114.2 (4) C1-C6-C7 121.4 (4) N2-C14-C16 110.1 (4) C5-C6-C7 120.2 (4) N2-C14-C15 108.4 (4) O3-C7-C6 118.9 (4) C16-C14-C15 110.9 (4) O3-C7-C8 123.4 (4) N2-C14-H14A 109.1 C6-C7-C8 117.7 (4) C16-C14-H14A 109.1 C9-C8-C7 116.5 (4) C15-C14-H14A 109.1 C9-C8-C13 119.8 (4) C14-C15-H15A 109.5 C7-C8-C13 123.7 (4) C14-C15-H15B 109.5 N1-C9-O1 111.4 (4) H15A-C15-H15B 109.5 N1-C9-C8 124.2 (4) C14-C15-H15C 109.5 O1-C9-C8 124.4 (4) H15A-C15-H15C 109.5 O1-C10A-C12A 105.8 (8) H15B-C15-H15C 109.5 O1-C10A-C11 104.2 (4) C14-C16-H16A 109.5 C12A-C10A-C11 112.4 (9) C14-C16-H16B 109.5
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